Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.065; wR factor = 0.203; data-to-parameter ratio = 15.3. 
The title compound, C 12 H 17 FNO + ÁCl À , is a degradation impurity of paroxetine hydrochloride hemihydrate (PAXIL), an antidepressant belonging to the group of drugs called selective serotonin reuptake inhibitors (SSRIs). Similar to the paroxetine hydrochloride salt with protonation having taken place on the basic piperidine ring, the degradation impurity also exists as the hydrochloride salt. The cyclic six-membered piperidinium ring adopts a chair conformation with the hydroxymethyl and 4-fluorophenyl groups in the equatorial positions. The ions form a tape along the b axis through charge-assisted N + -HÁ Á ÁCl À hydrogen bonds; these tapes are connected by O-HÁ Á ÁCl À hydrogen bonds along the a axis.
Related literature
For related literature, see : Bower et al. (2007) ; de Gonzalo et al. (2001) ; Barnes et al. (1988) ; Ibers (1999) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Comment
The title compound (I), is a degradation impurity of paroxetine hydrochloride hemihydrate, an orally administered psychotropic drug (PAXIL) (Barnes et al., 1988) . The crystal structure of paroxetine hydrochloride hemihydrate has been reported (Ibers, 1999) . Herein, we report the synthesis and crystal structure of (I).
Compound (I) was isolated during degradation studies of paroxetine hydrochloride hemihydrate. The paroxetine drug is available in the market as hemihydrate. However, compound (I) is in the anhydrous form, Fig. 1 . Similar to the paroxetine hydrochloride salt with protonation having taken place on the basic piperidine ring, the degradation impurity also exists as a hydrochloride salt. The absolute configurations of C7 and C8 atoms were established as R and S, respectively, consistent with paroxetine hydrochloride hemihydrate. The six-membered piperidinium ring is in the usual chair conformation with the hydroxylmethyl and 4-fluorophenyl in equatorial positions. The crystal packing shows the formation of a molecular tape along the b axis through the charge-assisted N + -H···Cl hydrogen bonds ( Fig. 2 and Table 1 ). The tapes thus formed are connected by O-H···Cl -hydrogen bonds along the a axis.
Experimental
Paroxetine hydrochloride hemihydrate (1.5 gr, 3.5 mmol) was taken in a conical flask and dissolved in acetonitrile and tetrahydrofuran solvent mixture (1:1, 20 ml v/v). About 80 ml of 3% hydrogen peroxide was added to the solution and stirred at 60 °C for 48 h. Chloroform and water was added to the solution and the organic and aqueous layers were separated using separating flask. Benzene was added to the aqueous layer and the product (I) was isolated by drying the solution. Single crystals were obtained during purification of (I) from chloroform and methanol. The product was characterized by mass spectroscopy (M+1 at m/z 210) and NMR.
Refinement
The H atoms bonded to the N and O atoms were located in a difference map and refined isotropically, see Table 1 for distances. The remaining H atoms were positioned geometrically and refined in the riding model approximation with C-H = 0.93 -0.97 Å, and with U(H) set to 1.2U eq (C).
Figures Fig. 1 . Molecular structure of (I) showing the atom numbering scheme. The displacement ellipsoids are drawn at the 50% probability level. H-atoms are shown by small circles of arbitrary radii.
supplementary materials sup-2 independent and constrained refinement
Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles
Refinement. Refinement was performed using all reflections. The weighted R-factor (wR) and goodness of fit (S) are based on F 2 . Rfactor (gt) are based on F. The threshold expression of F 2 > 2.0 σ(F 2 ) is used only for calculating R-factor (gt). (2) 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

